Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.002 Å; R factor = 0.043; wR factor = 0.124; data-to-parameter ratio = 14.5.
In the title compound, C 18 H 16 O 6 , the benzopyran group is essentially planar, with the O atoms of the substituent groups lying close to its mean plane. The molecular conformation is governed by intramolecular interactions. The crystal packing is mainly determined by one classical intermolecular hydrogen bond which gives rise to the formation of an infinite chain along the a axis.
Related literature
For related literature, see: Chebib & Johnston (2000) ; Medina et al. (1998) . Refinement R[F 2 > 2(F 2 )] = 0.042 wR(F 2 ) = 0.123 S = 1.07 3153 reflections 218 parameters H-atom parameters constrained Á max = 0.25 e Å À3 Á min = À0.24 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: COLLECT (Nonius, 2000); cell refinement: COLLECT; data reduction: DENZO and SCALEPACK (Otwinowski & Minor, 1997); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999). Figure 1 shows an ORTEP view of thr title compound, 8-hydroxy-5,6,7-trymethoxy-2-phenylchromen-4-one (I) with atom labeling and 50% probability displacement ellipsoids. The benzopyran group in (I) is essentially planar, with the oxygen atoms of the substituent groups lying close to its mean plane. The ring forms angles of 113.8 (4)°, 117.8 (3)° and 114.4 (2)° with the O3-C16, O4-C17 and O5-C18 methoxy groups, respectively, and 34.61 (4)° with the phenyl ring.
The molecular conformation is fixed by intramolecular interactions (Table 1 and Figure 1 ). The crystal packing is mainly determined by one classical intermolecular H bond which gives rise to the formation of an infinite chain along the a axis (Table 1 and Figure 2 ).
Experimental
Selected parts of the Z. montana plant (Branches and leaves) were dried carefully by forced air at 40 °C and reduced to powder. The resulting material was macerated three times with hexane, followed with methanol at room temperature for 72 h each. After the evaporation of the solvent under reduced pressure, crude extracts were obtained. A well shaped single-crystal of the title compound was selected for the XRD experiments.
Refinement
All the hydrogen atoms were stereochemically positioned and refined with a riding model. Hydrogen atoms of the CH and CH2 groups were set isotropic with a thermal parameter 20% greater than the equivalent isotropic displacement parameter of the atom to which each one was bonded. This percentage was set to 50% for the hydrogen atoms of the CH3 and OH groups. Least-squares matrix: full (7) 0.0350 (7) 0.0019 (5) −0.0114 (5) −0.0058 (6) C9 0.0233 (6) 0.0362 (7) 0.0309 (7) 0.0014 (5) −0.0117 (5) −0.0051 (5) C4 0.0239 (6) 0.0336 (7) 0.0302 (7) 0.0006 (5) −0.0097 (5) −0.0036 (5) C8 0.0216 (6) 0.0345 (7) 0.0328 (7) −0.0001 (5) −0.0081 (5) −0.0071 (5) C1 0.0239 (6) 0.0391 (7) 0.0434 (8) 0.0009 (5) −0.0134 (6) −0.0057 (6) C6 0.0264 (6) 0.0369 (7) 0.0354 (7) 0.0051 (5) −0.0153 (6) −0.0044 (6) C2 0.0218 (6) 0.0427 (8) 0.0430 (8) −0.0027 (5) −0.0077 (6) −0.0039 (6) C7 0.0281 (7) 0.0336 (7) 0.0307 (7) 0.0020 (5) −0.0093 (5) −0.0024 (5) C3 0.0247 (6) 0.0361 (7) 0.0355 (7) −0.0012 (5) −0.0057 (5) −0.0057 (6) C10 0.0278 (7) 0.0403 (8) 0.0332 (7) 0.0019 (6) −0.0047 (5) −0.0041 (6) C11 0.0360 (8) 0.0560 (10) 0.0431 (8) −0.0103 (7) −0.0132 (7) 0.0023 (7) C12 0.0441 (9) 0.0773 (12) 0.0404 (9) −0.0070 (8) −0.0160 (7) 0.0031 (8) C13 0.0510 (10) 0.0644 (11) 0.0386 (9) −0.0040 (8) −0.0068 (7) 0.0091 (8) 109.5 C15-C10-C3 120.60 (13) H30A-C17-H30B 109.5 C11-C10-C3 120.40 (13) O4-C17-H30C 109.5 C14-C15-C10 120.13 (15) H30A-C17-H30C 109.5 C14-C15-H21 119.9 H30B-C17-H30C 109.5 C10-C15-H21 119.9 C3-O1-C4 119.21 (10) C13-C12-C11 120.27 (16) C4-C5-C6 117.91 (12) C13-C12-H18 119.9 C4-C5-C1 117.68 (12) C11-C12-H18 119.9 C6-C5-C1 124.41 (12) C12-C11-C10 120.38 (15) O6-C9-C8 123.53 (11) C12-C11-H17 119.8 O6-C9-C4 118.48 (11) C10-C11-H17 119.8 C8-C9-C4 117.98 (11) C12-C13-C14 119.99 (15) O1-C4-C9 114.47 (11) C12-C13-H19 120.0 O1-C4-C5 123.14 (11) C14-C13-H19 120.0 C9-C4-C5 122.39 (12) C13-C14-C15 120.22 (16) O5-C8-C9 117.81 (11) C13-C14-H20 119.9 O5-C8-C7 120.68 (12) C15-C14-H20 119.9
Hydrogen-bond geometry (Å, °) 
